Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.045; wR factor = 0.161; data-to-parameter ratio = 16.6.
The title compound, C 13 H 15 NO 3 , was synthesized by the Aldol reaction of isatin and 3-methylbutan-2-one refluxing in methanol catalyzed by dimethylamine. The packing of the molecules in the crystal structure features intermolecular N-HÁ Á ÁO and O-HÁ Á ÁO hydrogen bonds.
Related literature
For related structures, see: Garden et al. (2002) ; Li, et al. (2008) . For the bioactivity of derivatives, see: Glover et al. (1988) ; Marti & Carreira (2003) ; Pandeya et al. (2000) ; Sun et al. (1998) ; Teitz et al. (1994) .
Experimental
Crystal data 
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2005) T min = 0.945, T max = 0.985 8623 measured reflections 2577 independent reflections 1902 reflections with I > 2(I) R int = 0.028 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.161 S = 1.09 2577 reflections 155 parameters H-atom parameters constrained Á max = 0.24 e Å À3 Á min = À0.22 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1999) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
3-Hydroxy-3-[(2-methylpropanoyl)methyl]indolin-2-one
G. Chen, B. Liu, Y. Tang and J. Xu
Comment
Isatin, an endogenous compound in mammalian tissues and body fluids (Glover, et al., 1988) , has caught great attention of many researchers as a versatile lead molecule for designing of potential drugs (Pandeya, et al., 2000; Sun, et al., 1998; Teitz, et al., 1994) . In our previous study, 3-hydroxy-3-(2-oxo-propyl)-1,3-dihydro-indol-2-one, yielded from the Aldol reaction of isatin with acetone, was found to be a new chemical activator against tobacco mosaic virus (TMV) infection (Li, 2008) . In tobacco plant, external application of 3-hydroxy-3-(2-oxo-propyl)-1,3-dihydro-indol-2-one results in restriction of TMV multiplication and spread, accumulation of salicylic acid level expression of PR-1 gene, and activation and increase of phenylalanine ammonia-lyase (PAL) activity. With these findings, some analogs need to be synthesized for structure activity relationship research to find more potent molecules.
One of these analogs, 3-hydroxy-3-(3-methyl-2-oxo-butyl)-1,3-dihydro-indol-2-one (compound I), was synthesized by the Aldol reaction of isatin with 3-methyl-butan-2-one. In order to provide the structural information of compound I, we studied its crystal structure. The title compound was synthesized in a one step Aldol reaction of isatin (0.01 mmol) with 3methyl-butan-2-one, according to the reported method (Garden et al., 2002) . The molar ratio of isatin: 3-methyl-butan-2-one = 1:3 refluxed in methanol gave compound I in 72% yield, and colorless crystals of compound I were obtained in ethanol by recrystallization. The values of the geometric parameters of compound I are within normal ranges and experimental errors.
The molecular structure of compound I is illustrated in Fig. 1 . In the molecule, the 2-oxo-indole ring is planar, and the angle between hydroxyl group and 3-methyl-2-oxo-butyl group is 105.10 (12)°. The intermolecular interactions are primarily responsible for the formation of the crystal structure of compound I. Each molecule is fixed by four hydrogen bond of other three molecules. N1-H1 acts as a hydrogen bond donor, and O1 is a hydrogen bond accepter. To O2-H2, it acts as both a hydrogen bond donor and a hydrogen bond accepter, which connects with two molecules by O-H···O and O···H-N with the angle of 119.21 (9)°. There is no anticipated intramolecular hydrogen bond between O2-H2 and O3, and O3 is not involved in any hydrogen bond (Fig. 2) .
Experimental
A mixture of isatin (0.01 mmol) and 3-methyl-butan-2-one (0.03 mmol) was refluxed in methanol (60 ml 213. 9, 178.5, 140.6, 130.3, 129.9, 124.1, 123.1, 110.5, 74.7, 45.6, 41.9, 17.6 ; MS (EI) m/z: 219 (M + ). 30 mg of compound I was dissolved in 30 ml methanol and the solution was kept at room temperature for 4 d, natural evaporation gave colorless single crystals of compound I suitable for X-ray analysis. supplementary materials sup-2 Refinement All H atoms were positioned geometrically, with C-H = 0.93-0.98 Å, and refined using riding model, with U iso (H) = 1.2U eq (carrier). Fig. 1 . An ORTEP-3 drawing of compound I, with the atom-numbering scheme and 30% probability displacement ellipsoids. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (9) 0.0022 (6) 0.0034 (7) 0.0036 (6) C6 0.0346 (9) 0.0301 (9) 0.0415 (9) 0.0009 (6) 0.0085 (7) −0.0054 (7) C4 0.0377 (10) 0.0429 (10) 0.0333 (9) −0.0001 (7) 0.0022 (7) 0.0066 (7) C5 0.0340 (9) 0.0512 (11) 0.0298 (8) −0.0023 (7) 0.0071 (6) −0.0045 (7) 
